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C : \Proqram Fi 1 es\Stnexp\Queri es\8Q0c . st r 



2 ^CH ^ 3 
• ^ CH 2 CH 2 CU 2 CH 2 CH-, 



!^'V /'V /"\ X*V -"V 
•U ^15 ^17 11 ^20 ^22 



31-J2 / 51 
«-_„-'» 



chain nodes 
12 3 
34 35 

ring nodes 
29 30 

chain bonds 
1-2 1 
15-16 
38-42 

ring bonds 
29-30 

exact/norm 
1-2 1 

exact bonds 
1-28 5 
18-61 



4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 
36 37 38 39 40 41 42 43 44 45 46 47 57 60 61 



21 22 23 27 28 



31 32 33 

28 1-60 2-3 
16-17 17-61 
39-43 44-46 45-47 

30-31 31-32 



29-33 
bonds 

60 2-3 3-4 

-6 6-7 7-8 
19-20 20-21 



3-4 4-27 5-6 6-7 7-8 8-9 9-10 10-11 11-12 13-14 14-15 
18-19 18-61 19-20 20-21 21-22 22-23 33-57 34-35 36-40 37-41 



4-27 



32-33 
29-30 29-33 



30-31 31-32 32-33 33-57 



8-9 9-10 10-11 11-12 13-14 14-15 15-16 16-17 17-61 18-19 
21-22 22-23 34-35 36-40 37-41 38-42 39-43 44-46 45-47 



Gl:[*l],[*2] 

G2:H,CH3,Et,n-Pr,i-Pr,n-Bu,i-Bu,s-Bu,t-Bu,Ph, [*1] , [*2] , [*3] , [*4] , [*S] , [*6] , [*7] , [*8] , [*9] 

G3:[*ll] 

Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8. -Atom 9: Atom 10: Atom 11: Atom 
12: Atom 13: Atom 14: Atom 15: Atom 16: Atom 17: Atom 18: Atom 19 .-Atom 20: Atom 21: Atom 
22:Atom 23:Atom 27:Atom 28:Atom 29:Atom 30:Atom 31: Atom 32: Atom 33:Atom 34:Atom 
35: Atom 36: CLASS 37: CLASS 38: CLASS 39: CLASS 40: CLASS 41: CLASS 42: CLASS 43: CLASS 
44: CLASS 45: CLASS 46: CLASS 47: CLASS 57: CLASS 60: CLASS 61: CLASS 



C : \Progr.am Fi 1 es\Stnexp\Queri es\800c . str 



2/ l V /"v /"\ /"x 

«13 15 ^17 3* ^30 ^33 



.31-3 3 



chain nodes 
12 3 
34 35 

ring nodes 
29 30 

chain bonds 
1-2 1 
15-16 
38-42 

ring bonds 
29-30 

exact/norm 
1-2 1 

exact bonds 
1-28 5 
18-61 



4 

36 



5 6 7 8 
37 38 39 



31 32 33 

28 1-60 2-3 
16-17 17-61 
39-43 44-46 

29-33 30-31 

bonds : 

60 2-3 3-4 

-6 6-7 7-8 
19-20 20-21 



9 

40 



10 11 12 13 14 15 16 17 18 19 20 
41 42 43 44 45 46 47 57 60 61 



21 22 23 27 28 



3-4 
18-19 
45-47 

31-32 

4-27 



4-27 5-6 6-7 7-8 8-9 9-10 10-11 11-12 13-14 14-15 
18-61 19-20 20-21 21-22 22-23 33-57 34-35 36-40 37-41 



32-33 
29-30 29-33 



30-31 31-32 32-33 33-57 



8-9 9-10 10-11 11-12 13-14 14-15 15-16 16-17 17-61 18-19 
21-22 22-23 34-35 36-40 37-41 38-42 39-43 44-46 45-47 



Gl:[*l],[*2] 

G2:H,CH3,Et,n-Pr,i-Pr > n-Bu,i-Bu,s-Bu,t-Bu,Ph, [*1] , [*2] , [*3] , [*4] , [*5] , [*6] , [*7] , [*8] , [*9] 
G3: [*11] 
Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: Atom 11: Atom 
12: Atom 13: Atom 14: Atom 15: Atom 16: Atom 17: Atom 18: Atom 19 .-Atom 20: Atom 21: Atom 
22:Atom 23:Atom 27:Atom 28:Atom 29:Atom 30:Atom 31: Atom 32:Atom 33:Atom 34:Atom 
35:Atom 36:CLASS 37:CLASS 38:CLASS 39:CLASS 40:CLASS 41: CLASS 42:CLASS 43:CLASS 
44: CLASS 45: CLASS 46: CLASS 47: CLASS 57: CLASS 60: CLASS 61: CLASS 



C : \proqram Fi 1 es\stnexp\Queri es\800d . st r 








1 j ^ CH 2. ^ CU 2 / CH 2 / CH 3 
a ^ CH 2 ^CHj "^CHj 




CN 

J „ 0 S(>2 Qi «^ CB 2 CH 2 CH, CH 2 CH 3 


28 3J 

{ j j 4 a 13 ^15 ^17 18 >2D ^22 
35 37 


9 

MeO 


1 1 

34 ^38 

33 

1 

39 


r h a n n nnrloc ■ 

\_rid. i n nuucb . 




1 2 3 4 5 6 7 8 9 10 11 12 13 14 


15 16 17 18 19 20 21 22 23 27 28 


32 39 





ring nodes : 

33 34 35 36 37 38 
chain bonds : 

1-2 1-28 1-36 2-3 3-4 4-27 5-6 6-7 7-8 8-9 9-10 10-11 11-12 13-14 14-15 

15-16 16-17 17-32 18-19 18-32 19-20 20-21 21-22 22-23 33-39 
ring bonds : 

33-34 33-38 34-35 35-36 36-37 37-38 
exact/norm bonds : 

1-2 2-3 3-4 4-27 
exact bonds : 

1-28 1-36 5-6 6-7 7-8 8-9 9-10 10-11 11-12 13-14 14-15 15-16 16-17 17-32 
18-19 18-32 19-20 20-21 21-22 22-23 33-39 
normalized bonds : 

33-34 33-38 34-35 35-36 36-37 37-38 



Gl:[*l],[*2] 

G2:H,CH3,Et,n-Pr,i-Pr,n-Bu f i-Bu,s-Bu,t-Bu,Ph, [*1] , [*2] 
G3 

Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: Atom 11: Atom 
12:Atom 13:Atom 14:Atom 15:Atom 16:Atom 17:Atom 18:Atom 19:Atom 20:Atom 21:Atom 
22: Atom 23: Atom 27: Atom 28: Atom 32: CLASS 33: Atom 34: Atom 35: Atom 36: Atom 37: Atom 
38: Atom 39: CLASS 



